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2.1 BAER

1. MolAlCal: https://molaical.github.io

2. PyMOL.: https://github.com/cgohlke/pymol-open-source-wheels

23 PyMOL HAR#L “pip” L E. FAI%622%E Miniconda (TF#Hbdl:
https://www.anaconda.com/docs/getting-started/miniconda/install) , Fiz{TLL F s :

#> pip install pymol-3.2.0a0-cp314-cp314-win_amd64.whl

#> pip install pymol_launcher-3.0-cp314-cp314-win_amd64.whl

JE, MR IH “pymol.exe”, ENZ A G A S 1 PRAE T o XU SR P4 T
K, BT RE) PyMOL.
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https://gitee.com/molaical/tutorials/tree/master/019-detect pocket

3. BIEDE

3.1 FJH p2rank A MolAlCal HiiEH: 04

HEN “019-detect pocket” XA, 24T LA Fn4:


https://molaical.github.io/
https://github.com/cgohlke/pymol-open-source-wheels
https://www.anaconda.com/docs/getting-started/miniconda/install
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#> molaical.exe -call run -c pocket -i predict -f LUYD.pdb -o results

2 BB AREAE “results” . 7 PyMOL H#i A fir4 “cd 019-
detect_pocket\results\visualizations”, HEAN HAr 443, BEJS/E PyMOL ¥
“results\visualizations” H3¢ N “1UYD.pdb.pml” A4, BInE/REAEMGETEILE (I
Bl 1 o B, S 1T D RERUNEA S G X .

File JEdit Build Movie Display Setting Scene Mouse Wizard Plugin Help l

parser: matching files: 2 Reset I Zoom [ Orient I Draw I Ray
1UYD.pml 1UYD_PYMOL.sh 1UYD_info.txt 1UYD_pockets.pqr

1UYD. tcl ) _1UYD_WMD.sh 1UYD_out. pdb Unpick I Deselect I Rock I Get View
parser: matching files:
1UYD.pml_ 1UYD. Tc] I< | <[ stop | Play [ > [ >| | MClear
Py7-1(_)L>p){mo'| 1UYD.pml

File "toplevel”, line 1 Command Builder | Volume
pymol 1UYD.pml I

At ; = \ Rebuild| Abort

SyntaxtError: invalid decimal literal !

PyMOL)ch 019-detect_pocket\results\visualizations I 1 } p ress IE[']ter' key, gO tO the ta I‘g et d | l‘eCtO!'y

@3 pyMOL \

Viewer — o
f Open . X
2. File-->open
v N <« Tutorials_materials > 019-detect_pocket > results > visualizations > earch P
Organize v New folder =~ O 0
Tutorials_materi Name Date modified Type Size
gitee-tutorial data 2025/11/5 0:18 File folder
021-single_mmy | D 1UYD.pdb.pml 2025/11/50:18 PML File 3KB
MolAlCal-win64
v [l This PC
» %= Local Disk (C:)
> == Local Disk (D:)
|
> w= Local Disk (E:);
> === Local Disk (F:) i o b
3. Select "All Files
File name: 1UYD.pdb.pml «! All Files (*.%*.%) v I

4.0pen [C= o=

all

protein |1 |
ligands 1.1
|points 1/1

(rest)

{pocketl)
|{poc %X

{surf_pocket2
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HEAN “019-detect pocket” I,

H 7, fpocket fYSHF7E Linux RGBT, BITUL T &Hrd:

#> molaical.exe -call run -c fpocket -i -f LUYD.pdb

SR RAFE “1IUYD out” Xk, #%5 FIRRUINHEEAE: 75 PyMOL Hig N4
“cd 019-detect_pocket\lUYD out” #ENHFRSCAEH, SRJ57E PyMOL H4THF “019-
detect_pocket\lUYD out” H3t N “1UYD.pml” 4%, BIR] SRR OLE (LA
2) o [N “1UYD.pdb” SCAFH B, RIS RHE 55— 1 D R R R AL 5 AR
SEANL, XM fpocket AR IR A AR A2 AR S 1 148
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